LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112723\
Data File : VU@56611.D

Acqg On : 27 Nov 2023 12:04
Operator : MD/SY

Sample : 05527-01

Misc : 25mL/MSVOA_U/WATER

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA U\Method\SFAMUTR111323WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@56611.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.358 15 21 32 rVB2 19604 25021 2.38% 0.158%
2 1.596 87 95 109 rVB 113251 130709 12.42% 0.828%
3 1.728 132 136 143 rVB 14217 15499 1.47% 0.098%
4 1.911 185 193 207 rBV 85209 117508 11.16% ©.744%
5 2.564 380 396 413 rBV 190757 317315 30.14% 2.010%
6 3.040 534 544 556 rBvV3 7951 15712 1.49% ©.100%
7 4.461 975 986 1001 rBV6 7312 20996 1.99% 0.133%
8 4.641 1026 1042 1085 rBV 75548 296220 28.14% 1.876%
9 5.056 1156 1171 1196 rBv2 183563 418758 39.78% 2.652%
10 5.721 1358 1378 1405 rBV2 362413 945100 89.78% 5.986%
11 6.245 1527 1541 1566 rBV 372386 737702 70.08% 4.672%
12 6.686 1664 1678 1698 rBV 225529 438004 41.61% 2.774%
13 7.564 1940 1951 1979 rBV2 115109 213217 20.25% 1.350%
14  7.895 2039 2054 2071 rBV 460300 824246 78.30% 5.220%
15 8.178 2131 2142 2159 rBV2 68103 119583 11.36% 0.757%
16 8.470 2222 2233 2245 rBV3 13725 26073 2.48% 0.165%
17 8.634 2272 2284 2325 rBV 401873 834278 79.25% 5.284%
18 8.789 2326 2332 2348 rvB8 4825 10565 1.00% 0.067%
19 9.416 2514 2527 2545 rBV 542510 948120 90.07% 6.005%
20 9.502 2548 2554 2566 rVv4 19912 32962 3.13% 0.209%
21 9.573 2566 2576 2591 rVB 10313 19521 1.85% ©.124%
22 9.695 2600 2614 2629 rBV3 15222 29800 2.83% 0.189%
23 10.483 2845 2859 2880 rBV 188015 329953 31.34% 2.090%
24 10.753 2930 2943 2959 rVB 156836 257293 24.44% 1.630%
25 10.891 2976 2986 3001 rBv4 39763 81125 7.71% ©.514%
26 11.023 3019 3027 3036 rVB2 10801 18647 1.77% 0.118%
27 11.296 3102 3112 3114 rBV3 13469 20589 1.96% ©0.130%
28 11.415 3137 3149 3156 rBV4 9936 17840 1.69% 0.113%
29 11.464 3156 3164 3173 rVB6 9296 17544 1.67% 0.111%
30 11.641 3199 3219 3231 rBV2 68618 125800 11.95% 0.797%

31 11.808 3258 3271 3287 rBV 565040 956919 90.90%
32 12.094 3350 3360 3373 rVB 54019 85895 8.16%
33 12.190 3376 3390 3403 rBV = 469242 783167 74.40%

ORr OO
o)
[}
[
3%

34 12.296 3414 3423 3436 rVB3 110546 177514 16.86% 124%
35 12.374 3437 3447 3464 rVB 36470 64079  6.09% 406%
36 12.464 3466 3475 3476 rBV2 9942 10589 1.01% 0.067%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112723\
Data File : VU@56611.D

Acqg On : 27 Nov 2023 12:04
Operator : MD/SY

Sample : 05527-01

Misc : 25mL/MSVOA_U/WATER

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA U\Method\SFAMUTR111323WMA.M
Title : TRACE VOA SFAM1.0
37 12.563 3495 3506 3518 rVB8 13976 26703 2.54% 0.169%
38 12.676 3518 3541 3560 rBV 122145 232008 22.04% 1.469%
39 12.763 3561 3568 3575 rVB5 7184 11117 1.06% 0.070%
40 12.808 3575 3582 3591 rBV6 13801 19139 1.82% 0.121%
41 12.866 3593 3600 3608 rBV4 9666 14410 1.37% 0.091%
42 12.920 3608 3617 3626 rBV2 85691 133983 12.73% 0.849%
43 12.972 3626 3633 3639 rBV3 28348 39733  3.77% 0.252%
44 13.020 3639 3648 3659 rVB2 57454 114004 10.83% 0.722%
45 13.103 3669 3674 3689 rVB6 46173 93288 8.86% ©.591%
46 13.194 3695 3702 3712 rBv2 7447 11661 1.11% 0.074%
47 13.251 3712 3720 3727 rVV3 32935 53043 5.04% 0.336%
48 13.290 3727 3732 3736 rVv2 19185 26608 2.53% 0.169%
49 13.322 3736 3742 3758 rVB 31738 54228 5.15% 0.343%
50 13.399 3758 3766 3772 rBV6 8309 12331  1.17% 0.078%
51 13.444 3772 3780 3789 rVV3 32397 51843 4.92% 0.328%
52 13.518 3789 3803 3815 rVV3 120547 200549 19.05% 1.270%
53 13.621 3818 3835 3851 rVB2 126247 231863 22.03% 1.469%
54 13.724 3856 3867 3875 rBV6 14544 28043 2.66% 0.178%
55 13.782 3875 3885 3893 rBvV2 102404 172737 16.41%  1.094%
56 13.827 3893 3899 3907 rBV7 26601 36304 3.45% 0.230%
57 13.907 3917 3924 3930 rBvV2 31706 40685 3.86% ©.258%
58 13.952 3930 3938 3960 rVB4 102645 200067 19.01% 1.267%
59 14.055 3960 3970 3977 rBV 137505 233138 22.15% 1.477%
60 14.103 3978 3985 3996 rVB4 92620 169261 16.08% 1.072%
61 14.181 3997 4009 4018 rBV9 54623 133313 12.66% 0.844%
62 14.238 4019 4027 4035 rVV3 106034 190573 18.10% 1.207%
63 14.284 4035 4041 4049 rVB3 52508 78092 7.42% 0.495%
64 14.335 4049 4057 4067 rVB2 63607 101499 9.64% 0.643%
65 14.390 4067 4074 4090 rVB4 31808 55763 5.30% 0.353%
66 14.473 4090 4100 4106 rBV5 28113 48200 4.58% ©.305%
67 14.538 4106 4120 4136 rBV7 42566 135931 12.91% ©0.861%
68 14.676 4151 4163 4170 rBV6 48345 111816 10.62% ©0.708%
69 14.801 4192 4202 4211 rBV2 162936 279684 26.57% 1.771%
70 14.875 4219 4225 4238 rVB2 86734 152583 14.49% 0.966%
71 14.968 4247 4254 4260 rVW2 21009 26759 2.54% 0.169%
72 15.017 4260 4269 4280 rVV6 32836 68807 6.54% 0.436%
73 15.071 4281 4286 4294 rVV3 19695 34802 3.31% 0.220%
74 15.136 4297 4306 4314 rVWW2 75185 145894 13.86% 0.924%
75 15.190 4318 4323 4335 rVW3 69724 131938 12.53% 0.836%
76 15.258 4335 4344 4356 rVB4 71020 128247 12.18% 0.812%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112723\
Data File : VU@56611.D

Acqg On : 27 Nov 2023 12:04
Operator : MD/SY

Sample : 05527-01

Misc : 25mL/MSVOA_U/WATER

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA U\Method\SFAMUTR111323WMA.M
Title : TRACE VOA SFAM1.0

77 15.341 4363 4370 4377 rBV7 14756 22198 2.11% 0.141%
78 15.402 4378 4389 4413 rVV5 172434 471452 44.79% 2.986%
79 15.554 4429 4436 4444 rVB2 16513 25131 2.39% 0.159%
80 15.644 4456 4464 4472 rBV2 37628 62915 5.98% 0.398%
81 15.746 4490 4496 4502 rBV6 6927 10829 1.03% ©0.069%
82 15.907 4538 4546 4558 rVB5 24405 44735 4.25% 0.283%
83 16.010 4569 4578 4586 rvVB4 34804 56110 5.33% ©0.355%
84 16.145 4611 4620 4622 rBV6 12872 17169 1.63% 0.109%
85 16.181 4622 4631 4643 rVB2 91277 151795 14.42% ©.961%
86 16.293 4659 4666 4677 rVB3 24497 40126 3.81% 0.254%
87 16.386 4683 4695 4708 rBV7 27844 61369 5.83% ©0.389%
88 16.608 4752 4764 4770 rBV 66524 113127 10.75% 0.716%
89 16.640 4770 4774 4785 rVB2 49901 71460 6.79% 0.453%
990 16.785 4812 4819 4827 rBvVe6 7811 11843 1.13% 0.075%
91 16.875 4840 4847 4860 rVB7 11733 19992 1.90% 0.127%
92 17.090 4902 4914 4931 rBV 638170 1052673 100.00% 6.667%
93 17.271 4962 4970 4980 rVB3 24737 41426 3.94% 0.262%

Sum of corrected areas: 15788860

SFAMUTR111323WMA.M Fri Dec 08 21:51:45 2023 3



Data Path :
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

01

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112723\

: VU@56611.D

: 27 Nov 2023 12:04

: MD/SY

: 05527-01

: 25mL/MSVOA_U/WATER
Sample Multiplier: 1

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111323WMA.M
. TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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o

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112723\
Data File : VU@56611.D

Acq On : 27 Nov 2023 12:04
Operator : MD/SY

Sample : 05527-01

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Benzene, 1,4-diethyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
11.640 0.66 ug/L 125800 1,4-Dichlorobenzene-d4 11.808
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 80
2 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 76
3 Benzene, 1-methyl-4-propyl- 134 CleHi4 001074-55-1 74
4 Benzene, 1l-methyl-4-propyl- 134 CleHi4 001074-55-1 72
5 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 70
Abundance Scan 3219 (11.641 min): VU056611.D\data.ms (-3199) (- m/z 105.00 100.00%
105.0
5000 }\
77 0 134.1 \K \/\ T T /\\ ‘ T
) 11.50 12.00
5.0 ) L 207.0
e 2O08 T m/z 91.00  20.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17029: Benzene, 1,4-diethyl-
105.0
5000 134.0 AJ\I\" \‘ﬁj\\/)ﬁ/\/‘\ .
’ 11.50 12.00
77.0 o
51.0 m/z 134.05 17.94%
27.0 ‘ ‘ ‘
\\‘\ ‘ \‘\‘\ \‘i‘\\‘“\“‘w\ \m\“ T \H‘\“H‘\\‘}l\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17047: Benzene, (1-methylpropyl)-
105.0
o ah AL
11.50 12.00
5000 m/z 77.00 14.59%
134.0
77.0
27,0 5%0 I ‘ il
I I I )
et e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0 11.50 12.00
m/z 117.00 9.30%
5000
134.0
510 77.0 J
S e Y N A A A A dln)
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112723\
Data File : VU@56611.D

Acq On : 27 Nov 2023 12:04
Operator : MD/SY

Sample : 05527-01

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Benzene, 1,2-diethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.297 0.93 ug/L 177514  1,4-Dichlorobenzene-d4 11.808
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 93
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 91
3 Benzene, 1,3-diethyl- 134 CleHi4 000141-93-5 90
4 Benzene, 1,2-diethyl- 134 CleHi4 000135-01-3 90
5 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 87
Abundance Scan 3423 (12.296 min): VU056611.D\data.ms (-3414) (- m/z 104.95 100.00%
105.0
5000 134.0 k\}\}\
77.0 A e
50.9 | | H 12.00 12.50
et ll L sz 119,05 82.33%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17026: Benzene, 1,2-diethyl-
105.0
5000 134.0 s /\j\/\ ‘/\\/\‘ ]‘\
12.00 12.50
77.0 m/z 134.00 44.17%
\\‘]_\\5\\()‘\\\‘\“\\H“‘\H\“EZ\R‘\‘H‘\H‘H‘H\\““\H‘\‘\1\’\\‘}‘\‘\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17029: Benzene, 1,4-diethyl-
105.0 /\ I\
SN AVAWATIVINEY
12.00 12. 50
5000 134.0 m/z 91.00 6.58%
77.0
27.0 ‘
H_mwwH““m}‘:uH,““H_HH_mwH_H!‘,H‘;“}w_mw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #17030: Benzene, 1,3-diethyl- AAA
105.0 12. 00 12 50
m/z 116.95 24.90%
134.0
5000
77.0
27.0 51.0 ‘ ‘
SRS Y S FP N N PRSOD 1
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112723\
Data File : VU@56611.D

Acq On : 27 Nov 2023 12:04
Operator : MD/SY

Sample : 05527-01

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.676 1.21 ug/L 232008 1,4-Dichlorobenzene-d4 11.808
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87
2 Indan, 1-methyl- 132 C10H12 000767-58-8 87
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 81
4 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 80
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 80
Abundance Scan 3541 (12.676 min): VU056611.D\data.ms (-3518) (- m/z 117.00 100.00%
117.0
- M ‘/\\
e =y
51.0 91"0 N‘J 12.50 13.00
ek el 20690 s 115,00 35.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 — K —r—t
12.50 13.00
91.0 m/z 132.05 27.78%
51.0
H\\‘2\7‘\'9\"\\“V\“w\\”i““H“H‘H“HU‘\M‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
117.0
5 —
12.50 13.00
5000 m/z 91.00 16.52%
no w30 |
| Lol Y
R R e A RAA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16103: Indan, 1-methyl- ‘/}f\ ——
117.0 12.50 13.00
m/z 118.00 10.50%
5000
39.0 91.0
1 63.0 ‘ \
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112723\
Data File : VU@56611.D

Acq On : 27 Nov 2023 12:04
Operator : MD/SY

Sample : 05527-01

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Benzofuran, 2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.920 0.70 ug/L 133983 1,4-Dichlorobenzene-d4 11.808
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
3 3-Phenyl-2-propyn-1-o0l 132 C9H80 001504-58-1 91
4 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
5 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
Abundance Scan 3617 (12.920 min): VU056611.D\data.ms (-3608) (- m/z 131.00 100.00%
131.0
5000
51.0 76.9 102.9 -
‘ H 13.00
e e 2069 s 132,00 90.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16665: Benzofuran, 2-methyl-
131.0
5000 BRI
13.00
m/z 76.90  23.60%
510 77.0 1030 /
\\\‘2\7‘\'\0\““\\“}\“‘\‘\\H}“\\\\“M\\\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16666: Benzofuran, 2-methyl-
131.0
M\ T ‘ T
13.00
5000 m/z 102.90 22.85%
51.0 77.0 103.0
SN2 U YV AU SN W —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16670: 3-Phenyl-2-propyn-1-ol b “‘ﬁﬁ‘vﬂ‘ g e
131.0 13.00
m/z 50.95 21.31%
103.0
5000
77.0
51.0 ‘ ‘
“wgggu‘ﬂ‘phu Pt e e AL — RPYAL
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112723\
Data File : VU@56611.D

Acq On : 27 Nov 2023 12:04
Operator : MD/SY

Sample : 05527-01

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Benzofuran, 7-methyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
13.020 0.60 ug/L 114004 1,4-Dichlorobenzene-d4 11.808
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 90
3 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 90
4 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 89
5 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 81
Abundance Scan 3648 (13.020 min): VU056611. D\data ms (-3639) (| | m/z 131.00 100.00%
131.
5000
5.0 /69 1038 AV {
‘ ML H H L5 13.00
“w“‘m_‘w‘ﬂw‘ \um‘yh‘mwﬂ“ﬂ““_““uH m/z 131.95  79.72%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16666: Benzofuran, 2-methyl-
131.0
5000 —— :
13.00

m/z 119.05  33.48%

5]10 77‘0 103.0
7.0 I | ‘\ |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16665: Benzofuran, 2-methyl-
131.0 jK
IS WILI

13.00
5000 m/z 76.90  26.08%
510 770 4030
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16660: Benzofuran, 2-methyl-
131.0 1300

m/z 103.85 22.88%

5000
51.0 77‘ .0 10? .0
7.0 , \‘ ot ull | | s

m/z--> 20 40 60 80 100 120 140 160 180 13 00

SFAMUTR111323WMA.M Fri Dec ©8 21:51:57 2023 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112723\
Data File : VU@56611.D

Acq On : 27 Nov 2023 12:04
Operator : MD/SY

Sample : 05527-01

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 1H-Indene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.518 1.05 ug/L 200549  1,4-Dichlorobenzene-d4 11.808
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 1-methyl- 130 CleH1ie 000767-59-9 96
2 Benzene, (1-methyl-2-cyclopropen... 130 C1@H1e 065051-83-4 96
3 2-Methylindene 130 C10H10 002177-47-1 94
4 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 93
5 Cycloprop[a]lindene, 1,1a,6,6a-te... 130 CleH1e0 015677-15-3 92

Abundance Scan 3803 (13.518 min): VU056611.D\data.ms (-3789) (- m/z 130.00 100.00%

130.0
5000
T
670 102.1 13.50
‘H“_‘;‘thw_m“ﬁu‘h‘ bt 20 myz 115,00 91.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15031: 1H-Indene, 1-methyl-
130.0
5000 P :

13.50
m/z 129.05 81.36%

270 J el |
1| 1 RO
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0
Ao

T
13.50
5000 m/z 128.00 47 .44%
20 " | 770 120 |
I T l |
.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15022: 2-Methylindene Ar\, - ‘
130.0 13.50

m/z 127.00  20.04%

51.0
77.0

m/z--> 20 40 60 80 100 120 140 160 180 200 13.50

5000

SFAMUTR111323WMA.M Fri Dec ©8 21:51:58 2023 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112723\
Data File : VU@56611.D

Acq On : 27 Nov 2023 12:04
Operator : MD/SY

Sample : 05527-01

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 2-Methylindene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.621 1.21 ug/L 231863 1,4-Dichlorobenzene-d4 11.808
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 1-methyl- 130 CleH1ie 000767-59-9 96
2 2-Methylindene 130 C10H10 002177-47-1 96
3 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 96
4 Benzene,1-methyl-1,2-propadienyl- 130 CleHie 022433-39-2 96
5 1H-Indene, 3-methyl- 130 CleH1ie 000767-60-2 95

Abundance Scan 3835 (13.621 min): VU056611.D\data.ms (-3818) (- m/z 114.95 100.00%

115.0130.0
5000

51.0

‘ ‘ 1350 14.00
‘_"“3‘9-‘?”H;MHMw_m‘\m‘,%W!wHm}f“?,-%‘ m/z 130.00  97.96%
miz--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #15031: 1H-Indene, 1-methyl-
130.0
115.0
5000
1350 14.00

m/z 128.95  78.28%

\‘%\7\?\\\“H\\}‘\\H‘1”‘\\‘\MM‘\H\“\\H’Q\\H‘Hl\‘\\\‘ ‘HH‘HH’H\
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #15022: 2-Methylindene
130.0
115.0 :

1350 1400
5000 m/z 127.95 41.49%
51.0
77.0
B AN N WA . T
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)- ‘
1150133.0 1350 1400
’ m/z 104.00 23.03%
5000
77.0
mo T o | Ll
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 13.50 14.00

SFAMUTR111323WMA.M Fri Dec ©8 21:51:59 2023 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112723\
Data File : VU@56611.D

Acq On : 27 Nov 2023 12:04
Operator : MD/SY

Sample : 05527-01

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.782 0.90 ug/L 172737 1,4-Dichlorobenzene-d4 11.808
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 81
2 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 80
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 80
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 70
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 68
Abundance Scan 3885 (13.782 min): VU056611.D\data.ms (-3875) (] | m/z 131.00 100.00%
131.0
5000 j\*ﬁ
1350  14.00
51.0 ‘ ‘ : :
‘HW‘wH‘H“MJ“wwl,‘ il 2088 hy 120,00 36.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
5000 91.0 A = 7
13.50 14.00
39.0 m/z 127.95 24.75%
\\\‘\\\\‘H\\‘\\‘HM‘\\\‘\\‘}\“‘\‘\\H"\L‘m\‘\M\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl-
131.0
Apnd WA il
13.50 14.00
5000 91.0 m/z 146.00  24.68%
39.0
65.0
15.0
R R RRRAREREE
m/z--> 20 40 60 80 100 120 140 160 180 200 AAAJ\
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- A P
131.0 13.50 14.00
m/z 115.00 20.36%
5000
39.0 63 91.0 ‘ ‘
m‘“"“‘H““‘MJ"Hw‘HMM‘MHWHWH‘HH AR el
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

SFAMUTR111323WMA.M Fri Dec ©8 21:52:00 2023 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112723\
Data File : VU@56611.D

Acq On : 27 Nov 2023 12:04
Operator : MD/SY

Sample : 05527-01

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Benzene, 1,3,5-triethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.952 1.05 ug/L 200067 1,4-Dichlorobenzene-d4 11.808
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3,5-triethyl- 162 C12H18 000102-25-0 96
2 Benzene, 1,3,5-triethyl- 162 C12H18 000102-25-0 94
3 Benzene, 1,2,4-triethyl- 162 C12H18 000877-44-1 93
4 Benzene, 1,3,5-triethyl- 162 C12H18 000102-25-0 93
5 Benzene, 1,2,4-triethyl- 162 C12H18 000877-44-1 91
Abundance Scan 3938 (13.952 min): VU056611.D\data.ms (-3930) (| | m/z 133.00 100.00%
138.0
5000 56.0 105.0 162.1 M
R LA )
‘ ‘ ‘ ‘ 14.00
S WW L ‘“ dedn MLl w2 147,05 90.92%
miz--> 20 60 80 100 120 140 160
Abundance #37926. Benzene, 1,3,5-triethyl-
133.0
aemed 0 Mr
5000 f f T f T T T T
105.0 162.0 14.00
m/z 162.10 44.09%
390 77.0 ‘
T \1\5\0‘\‘\‘\ \“‘\ \QZIR}‘\ T \M‘ T \ \ T ‘H‘\ \M‘“ \‘}“\‘\ ‘ T ! T “\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #37928: Benzene, 1,3,5-triethyl-
147.0 //\
O s ST
14.00
5000 m/z 105.00 40.10%
29.0 105.0
510 77.0 ‘ ‘
WLl L
miz-> 80 100 120 140 160 JU\
Abundance #37923.Benzene,1q244neﬂwk . —
147.0 14.00
m/z 56.00 37.11%
5000
119.0
91.0
29.0 65.0 ‘ ‘
S IO U Y L S U 7 OGO
m/z--> 20 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112723\
Data File : VU@56611.D

Acq On : 27 Nov 2023 12:04
Operator : MD/SY

Sample : 05527-01

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 1H-Benzimidazole, 5,6-dimet... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.055 1.22 ug/L 233138 1,4-Dichlorobenzene-d4 11.808
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Benzimidazole, 5,6-dimethyl- 146 C9H1ON2 000582-60-5 87
2 1H-Indazole, 5,7-dimethyl- 146 COH1ON2 043067-41-0 83
3 3-Buten-2-one, 4-phenyl-, (E)- 146 C10H100 001896-62-4 80
4 1-Naphthalenol, 5,8-dihydro- 146 C1eH100 027673-48-9 72
5 3-Buten-2-one, 4-phenyl- 146 C10H100 000122-57-6 72
Abundance Scan 3970 (14.055 min): VU056611.D\data.ms (-3960) (] | m/z 131.00 100.00%
131.0
5000
91.0 L 1
50‘9 ‘ ‘ 14.00
ke el Al L1601 2070 ) 945 95 99.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25699: 1H-Benzimidazole, 5,6-dimethyl-
146.0
5000 ‘”AAX\\ i i ﬁﬁ

14.00
m/z 145.00  73.46%

91.0
39.0 65.0 118.0
]\-\4\?\\\\‘\\‘H\“\‘\\\‘\\‘\\‘\\\N“\\1\‘\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25693: 1H-Indazole, 5,7-dimethyl-
146.0
T \

14.00
5000 m/z 114.95  29.05%
390 650 910 119.0
Lol al |
R T e R B T B B B AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24941: 3-Buten-2-one, 4-phenyl-, (E)- —5 ‘
103.0 131.0 14.00
m/z 116.95 19.11%
5000 77.0
51.0
‘WWMH‘W‘1““”“””‘””‘”” /\ —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112723\
Data File : VU@56611.D

Acq On : 27 Nov 2023 12:04
Operator : MD/SY

Sample : 05527-01

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 2,3-Dimethyl-1H-pyrrolo[2,3... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.104 0.88 ug/L 169261 1,4-Dichlorobenzene-d4 11.808
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,3-Dimethyl-1H-pyrrolo[2,3-b]py... 146 C9H1ON2 010299-69-1 72
2 Benzofuran, 4,7-dimethyl- 146 C10H1e0 028715-26-6 68
3 1H-1,3-Benzodiazole-5-carbaldehyde 146 C8H6N20 058442-17-4 64
4 Benzonitrile, 4-(dimethylamino)- 146 CSH1ON2 001197-19-9 59
5 1H-Benzimidazole, 2-ethyl- 146 C9H1ON2 001848-84-6 59
Abundance Scan 3985 (14.103 min): VU056611.D\data.ms (-3978) (- m/z 145.00 100.00%
145.0
5000
115.0 T j '
51.0 91.0 ‘ 14.00 14.50
bt 207 46 00 73.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25723: 2,3-Dimethyl-1H-pyrrolo[2,3-b]pyridine
145.0
5000 M\ ' ‘ A
14.00 14.50
m/z 114.95 18.30%
280 510 770 1040
H‘\‘\1H“i“\\H\“W\Mh‘H”H“H\\h‘H}\“\‘\H‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24930: Benzofuran, 4,7-dimethyl-
146.0
— =
14.00 14.50
5000 m/z 117.05 12.86%
117.0
39.0 630 910 ‘
m‘w‘\‘u““‘\ \‘1‘\““‘1‘\ !‘”1”‘H“H“‘H\‘1“H‘i\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25677: 1H-1,3-Benzodiazole-5-carbaldehyde N — s
145.0 14.00 14.50
117.0 m/z 90.95 12.31%
5000
63.0 90.0
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

SFAMUTR111323WMA.M Fri Dec ©8 21:52:04 2023 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112723\
Data File : VU@56611.D

Acq On : 27 Nov 2023 12:04
Operator : MD/SY

Sample : 05527-01

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 1H-Inden-1-one, 2,3-dihydro... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.181 0.70 ug/L 133313 1,4-Dichlorobenzene-d4 11.808
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Inden-1-one, 2,3-dihydro-3-me... 146 C10H100 006072-57-7 86
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 70
3 Naphthalene, 1,2,3,4- tetrahydro—... 146 C11H14 002809-64-5 64
4 Benzene, 1-methyl-3-(1-methyl-2-... 146 C11H14 052161-57-6 64
5 Benzene, 2-ethenyl-1,3,5- trlmethyl 146 C11H14 000769-25-5 58
Abundance Scan 4009 (14.181 min): VU056611.D\data.ms (-3997) (- m/z 104.10 100.00%
104.1 146.0
5000
8.0 YAy M‘/\ ;
38.9 ‘ | h 14.00 14.50
S w‘\ ! Mmu lwll “‘u Dol J o 2069 h/; 146.00  88.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24957: 1H-Inden-1-one, 2,3-dihydro-3-methyl-
131.0
5000 JAA%\\ i ‘f/\r/
51.0 77.0 103.0 14.00 14.50
m/z 131.00  85.45%
7] |
\\\‘\‘\“\\\“ih\\l‘\““‘\‘\\ ‘\‘\h\\‘U\\!‘\”‘\\‘H‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25044: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
—4— —
146.0 14.00 14.50
5000 m/z 91.00 40.49%
. T O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25054: Naphthalene, 1,2,3,4-tetrahydro-5-methyl- — ——
131.0 14.00 14.50
m/z 115.00  35.93%
5000 105.0
39.0 77.0
S TP P W P TR
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112723\
Data File : VU@56611.D

Acq On : 27 Nov 2023 12:04
Operator : MD/SY

Sample : 05527-01

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 14 2-Propenal, 2-methyl-3-phenyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.239 1.00 ug/L 190573 1,4-Dichlorobenzene-d4 11.808
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Propenal, 2-methyl-3-phenyl- 146 C1OH100 000101-39-3 72
2 1H-Indazole, 3,6-dimethyl- 146 COH1ON2 007746-28-3 64
3 1H-Benzimidazole, 2-ethyl- 146 C9H1ON2 001848-84-6 64
4 1H-Benzimidazole, 2-ethyl- 146 C9H1ON2 001848-84-6 53
5 1H-Benzimidazole, 2,5-dimethyl- 146 C9H1ON2 001792-41-2 53

Abundance Scan 4027 (14.238 min): VU056611.D\data.ms (-4019) (- m/z 145.00 100.00%
145.0
5000
115.0
90'9 T ‘ T T ‘ T
509 720 ‘ 14.00 14.50
e bt b Wl myz 146,00 86.69%
m/z--> 20 40 60 80 100 120 140 160
Abundance #24943: 2-Propenal, 2-methyl-3-phenyl-
145.0
115.0
5000 91.0 /M‘ \ \ *‘/\J\\
14.00 14.50
29.0 63.0 m/z 131.00  28.04%
’ “ \‘H“l\“‘\‘\\ ‘\}‘1\‘\‘\\\’\\
miz--> 20 40 60 80 100 120 140 160
Abundance #25692: 1H-Indazole, 3,6-dimethyl-
146.0
; e
14.00 14.50
5000 51.0 m/z 115.08  27.53%
77.0 104.0 ‘
‘““‘““M‘,uM‘JM‘NM‘MM‘uM“‘\“AH‘,“
m/z--> 20 40 60 80 100 120 140 160
Abundance #25691: 1H-Benzimidazole, 2-ethyl- —r— ——
145.0 14.00 14.50
m/z 117.00 21.40%
5000
28.0 63.0 92‘-0 118.0 |
| I i [ m | I L
B L P e
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112723\
Data File : VU@56611.D

Acq On : 27 Nov 2023 12:04
Operator : MD/SY

Sample : 05527-01

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 Benzene, 1-methyl-4-(1-meth... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
14.335 0.53 ug/L 101499 1,4-Dichlorobenzene-d4 11.808
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Benzimidazole, 5,6-dimethyl- 146 C9H1ON2 000582-60-5 80
2 2,3-Dimethyl-1H-pyrrolo[2,3-b]py... 146 C9H1ON2 010299-69-1 76
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 62
4 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 50
5 1H-1,3-Benzodiazole-5-carbaldehyde 146 C8H6N20 058442-17-4 43
Abundance Scan 4057 (14.335 min): VU056611.D\data.ms (-4049) (- m/z 131.00 100.00%
131.0
5000
T e
51.0 769
‘102.9 | 160.0182 0 007.8 14.00 14.50
ot Al TP ST 2008 7 145,00 92.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25699: 1H-Benzimidazole, 5,6-dimethyl-
146.0
5000

— =
14.00 14.50
m/z 146.00  91.31%

91.0
39.0 65.0 118.0
14.0 T ;h‘ . ‘u‘\ 1L | \}‘

TTT ‘ \‘\ TT "\ TTT ‘ T { T ‘ } TTT ‘ T T ‘ TTT ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25723: 2,3-Dimethyl-1H-pyrrolo[2,3-b]pyridine

145.0 A M

14.00 14.50
5000 ITI/Z 114.95 28.20%
28.0 51.0 77.0 104.0
m‘\1\H‘,“H\“1\“‘1‘\1“““H‘H\“!\H“‘\\1\“\‘”\‘””‘””‘””
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)- — ——
131.0 14.00 14.50
m/z 76.90 14.14%
5000 91.0
39.0 65.0 ‘
|
e REAAREEES P —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112723\
Data File : VU@56611.D

Acq On : 27 Nov 2023 12:04
Operator : MD/SY

Sample : 05527-01

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111323WMA.M

. TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 Benzofuran, 4,7-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.538 0.71 ug/L 135931 1,4-Dichlorobenzene-d4 11.808
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Benzimidazole, 5,6-dimethyl- 146 C9H1ON2 000582-60-5 70
2 Benzofuran, 4,7-dimethyl- 146 C10H1e0 028715-26-6 64
3 Benzene, (2-methyl-1-butenyl)- 146 C1l1Hi4 056253-64-6 62
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 58
5 1H-Benzimidazole, 5,6-dimethyl- 146 C9H1ON2 000582-60-5 58
Abundance Scan 4120 (14.538 min): VU056611.D\data.ms (-4106) (- m/z 131.00 100.00%
131.0
5000
T I
' 9L.0 146.9 14.50
o T
e el gz 144095 82.77%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25701: 1H-Benzimidazole, 5,6-dimethyl-
146.0
U \
5000 14.50
91.0 m/z 146.00 80.96%
65.0 118.0
Ll . mn |
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/iz--> 20 40 60 80 100 120 140 160
Abundance #24930: Benzofuran, 4,7-dimethyl-
146.0 NAL/LJf\
R e
14.50
5000 m/z 115.00 36.66%
0 117.0
72.0 91.0
“uU‘wm‘ﬁﬁﬂw‘WW“JH‘w“Mu“;“H““‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #25013: Benzene, (2-methyl-1-butenyl)- —— ‘
131.0 14.50
m/z 90.95 17.01%
5000 91.0
115.0
390 690 ‘H | 4o
1 11 L | L i i L i il
T e o
m/z--> 20 40 60 80 100 120 140 160 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112723\
Data File : VU@56611.D

Acq On : 27 Nov 2023 12:04
Operator : MD/SY

Sample : 05527-01

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 1H-Indene, 1,1-dimethyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
14.676 0.58 ug/L 111816 1,4-Dichlorobenzene-d4 11.808
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 1,1-dimethyl- 144 C11H12 018636-55-0 90
2 1H-Indene, 2,3-dimethyl- 144 C11H12 004773-82-4 55
3 Naphthalene, 1,2-dihydro-3-methyl- 144 C11H12 002717-44-4 55
4 1H-Indene, 1l-ethenyl-2,3-dihydro- 144 C11H12 051783-46-1 53
5 1H-Cyclopropa[b]naphthalene, 1la,... 144 C11H12 006571-72-8 49

Abundance Scan 4163 (14.676 min): VU056611.D\data.ms (-4151) (- m/z 129.00 100.00%

129.0
5000

91.0 < A
63.0 162.1 14.50 15.00

Al 288 /2 144,08 59.85%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #23558: 1H-Indene, 1,1-dimethyl-
129.0
SATVISN

5000 WAT pr
14.50 15.00

m/z 131.00  59.78%

15.0 51.0
\m‘uu‘u“h“h‘\‘\”\“m\‘\\\‘1‘\“u““\‘m‘mwu\‘uu‘uu‘uu‘uu
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #23556: 1H-Indene, 2,3-dimethyl-
129.0

1450 15.00
5000 m/z 127.95 54.11%
270 \\63\9\910 ‘ M i
e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #23570: Naphthalene, 1,2-dihydro-3-methyl- AL —
129.0 14.50 15.00

m/z 145.00  46.33%

) M
390
L s iOM | VA T

m/z--> 20 40 60 80 100120140160180200220240260 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112723\
Data File : VU@56611.D

Acq On : 27 Nov 2023 12:04
Operator : MD/SY

Sample : 05527-01

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 Benzene, pentamethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.801 1.46 ug/L 279684  1,4-Dichlorobenzene-d4 11.808
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, pentamethyl- 148 C11H1e 000700-12-9 64
2 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11lH16 004706-90-5 64
3 Benzene, pentamethyl- 148 C11Hi6 000700-12-9 64
4 3,4-Dimethylcumene 148 C11H16 1000370-34-1 58
5 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11lH16 004706-89-2 58
Abundance Scan 4202 (14.801 min): VU056611.D\data.ms (-4192) (| m/z 133.05 100.00%
133.1
5000 }\ﬁfk
(SRS —
91.0
14.50 15.00
38.9 64.9 ‘
e 20 L Ll lae20 207e T g as 30.36%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #26356: Benzene, pentamethyl-
133.0
5000 e — A
14.50 15.00
m/z 129.00  35.97%
o0
Lo PR 1 Y
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance  #26414: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133.0
e =
14.50 15.00
5000 m/z 128.00 21.96%
15\'0\39\\'0\ 6.0, 91\.0 Loy
" T} m . il | 1
e e e e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #26354: Benzene, pentamethyl- P —
133.0 14.50 15.00
m/z 144.05 21.89%
5000
91.0
150 A0 880 e | 2 Y A
m/z--> 0 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112723\
Data File : VU@56611.D

Acq On : 27 Nov 2023 12:04

Operator : MD/SY

Sample : 05527-01

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 19 Benzo[b]thiophene, 2,3-dihy... Concentration Rank 14

R.T EstConc Area Relative to ISTD R.T.
14.875 0.80 ug/L 152583 1,4-Dichlorobenzene-d4 11.808
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[b]thiophene, 2,3-dihydro- 136 C8H8S 004565-32-6 90
2 Benzo[b]thiophene, 2,3-dihydro- 136 C8H8S 004565-32-6 80
3 Benzo[c]thiophene, 1,3-dihydro- 136 C8H8S 002471-92-3 72
4 Benzo[c]thiophene, 1,3-dihydro- 136 C8H8S 002471-92-3 72
5 Benzaldehyde, 3-methoxy- 136 C8H802 000591-31-1 64

Abundance Scan 4225 (14.875 min): VU056611.D\data.ms (-4219) (| | m/z 135.00 100.00%
135.0
5000
91.0
62.9 14 50 15 00
3. A48 2070y s 136,00 82.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18799: Benzolb]thiophene, 2,3-dihydro-
135.0
5000
91.0 14.50 15.00
m/z 90.95 30.76%
T ‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18797: Benzol[b]thiophene, 2,3-dihydro-
135.0
14.50 15.00
5000 91.0 m/z 133.90 30.18%
390 67.0
w“‘ﬂJNH‘UWHH‘M“‘H“H‘M‘H“_“‘_“w“‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18798: Benzo|[c]thiophene, 1,3-dihydro- T e e
135.0 14.50 15.00
m/z 131.05 15.71%
5000
91.0
m/z--> 20 40 60 80 100 120 140 160 180 200 1450 1500

SFAMUTR111323WMA.M Fri Dec ©8 21:52:12 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112723\
Data File : VU@56611.D

Acq On : 27 Nov 2023 12:04
Operator : MD/SY

Sample : 05527-01

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 3-Penten-2-one, 4-phenyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.136 0.76 ug/L 145894  1,4-Dichlorobenzene-d4 11.808
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Penten-2-one, 4-phenyl- 160 C11H120 000827-69-0 59
2 2,5-Dimethyl-1H-indol-6-amine 160 C1OH12N2 1000410-59-3 53
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 49
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 47
5 4-Chloro-3-fluoroanisole 160 C7H6C1FO 000501-29-1 43
Abundance Scan 4306 (15.136 min): VU056611.D\data.ms (-4297) (- m/z 160.05 100.00%
160.1
5000
115.0 AL RS
38.9 629 91.0 15.00 15.50
ol e 3889 L 1909 1o a5 g6.67%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36170: 3-Penten-2-one, 4-phenyl-
11v.0 159.0
5000 Lo e
43.0 15.00 15.50
91.0 m/z 145.00 62.38%
65.0 ‘ ‘
\\\‘\‘\‘\\‘H\\“1\“‘U\\”i“‘\\‘M“HH“HH‘\‘H\ ‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36016: 2,5-Dimethyl-1H-indol-6-amine
160.0
— —5
15.00 15.50
5000 m/z 115.00  25.94%
41.0
80.0 117.0
T \\‘H‘u“‘1“\H“w\M\“mm“u“h‘”l\u‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36292: Naphthalene, 1,2,3,4-tetrahydro-1,5-dimethyl- —— —
145.0 15.00 15.50
m/z 116.95 13.72%
5000
117.0
91.0
150 390 680 il 4 S M
m/z--> 20 40 60 80 100 120 140 160 180 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112723\
Data File : VU@56611.D

Acq On : 27 Nov 2023 12:04
Operator : MD/SY

Sample : 05527-01

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 21 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.190 0.69 ug/L 131938 1,4-Dichlorobenzene-d4 11.808
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 64
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 58
3 1H-Benzimidazole, 2-(1-methyleth... 160 C10H12N2 005851-43-4 58
4 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 58
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 020027-77-4 53

Abundance Scan 4323 (15.190 min): VU056611.D\data.ms (-4318) (- m/z 145.00 100.00%

145.0
5000
115.0

S —
65.0 | H ‘ 15.00 15.50
e e o R742 2079 280800 160 00 85.53%
miz-> 50 100 150 200 250
Abundance #36299: Naphthalene, 1,2,3,4-tetrahydro-1,8-dimethyl-
145.0
5000 A AN
15.00 15.50

m/z 159.00 51.93%
390 770 115.0

miz--> 50 100 150 200 250
Abundance #36292: Naphthalene, 1,2,3,4-tetrahydro-1,5-dimethyl-
145.0
ey —
15.00 15.50
5000 ITI/Z 114.95 26.64%
U s T
miz--> 50 100 150 200 250
Abundance #36029: 1H-Benzimidazole, 2-(1-methylethyl)- Fe —
145.0 15.00 15.50
m/z 131.00 24.47%
5000
92.0
o 0 |||
\\\\“\“\‘\1“\\\\“‘\\\‘\ T L — L——
miz--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112723\
Data File : VU@56611.D

Acq On : 27 Nov 2023 12:04
Operator : MD/SY

Sample : 05527-01

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 22 Benzene, 1-(1-methylethenyl... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
15.258 0.67 ug/L 128247 1,4-Dichlorobenzene-d4 11.808
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 89
2 2,5,6-Trimethylbenzimidazole 160 C10H12N2 003363-56-2 68
3 1H-Benzimidazole, 2-(1-methyleth... 160 C10H12N2 005851-43-4 52
4 Benzene, 4-chloro-2-fluoro-1-met... 160 C7H6C1FO 000452-09-5 52
5 Thiophene, 3-phenyl- 160 C1OH8S 002404-87-7 50
Abundance Scan 4344 (15.258 min): VU056611.D\data.ms (-4335) (- m/z 160.10 100.00%
160.1
5000 117.0 M/J\J\/\
e el
389 77.0 . 15.00 15.50
‘ “h\ {““‘\““H““Hl” Al ‘HM‘ ‘h‘ ‘\h‘h“u‘u‘ \ e e ?8‘1-“ m/z 145.05 68.49%
m/z--> 50 100 150 200 250
Abundance #36308: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)-
145.0
5000 —— —
15.00 15.50
105. m/z 159.10 60.18%
41.0 ‘ ‘
— H i‘ ‘\\\7“?‘“9\‘ ‘\L“\H‘ \m\ ‘\“ | T
miz--> 50 100 150 200 250
Abundance #36014: 2,5,6-Trimethylbenzimidazole
160.0
LV e
15.00 15.50
5000 m/z 117.00 38.60%
91.0
39.0
S WV O =X 1 IR
m/z--> 50 100 150 200 250 M
Abundance #36029: 1H-Benzimidazole, 2-(1-methylethyl)- v
145.0 15.00 15.50
m/z 104.00  33.30%
5000
92.0 J\/\
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112723\
Data File : VU@56611.D

Acq On : 27 Nov 2023 12:04
Operator : MD/SY

Sample : 05527-01

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 23 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.402 2.46 ug/L 471452  1,4-Dichlorobenzene-d4 11.808
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexanecarboxylic acid, 1-et... 170 C10H1802 004630-81-3 25
2 Thiophene-2-carbohydrazide, N2-(... 256 C14H12N20S 292611-74-6 25
3 Isocytosine 111 C4H5N30 000108-53-2 25
4 Benzenamine, 2-fluoro- 111 C6H6FN 000348-54-9 22
5 5-Nonen-4-one, 6-methyl- 154 C10H180 007036-98-8 22
Abundance Scan 4389 (15.402 min): VU056611.D\data.ms (-4378) (- m/z 110.95 100.00%
111.0
5000
144.9
55.0 T
‘ ‘ ‘ h 15.00 15.50
el M‘%‘wm bl 720 2080 o iaa.05  31.83%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #45230: Cyclohexanecarboxylic acid, 1-ethyl-, methyl est
69.0 111.0
41.0
5000
15. 00 15 50
m/z 160.10 31.60%
LT
\H\‘\‘!‘H“\‘\“m“\“H\‘\H‘N‘\\m‘“\\1!‘\H\[h\\H‘\\‘\\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #142917: Thiophene-2-carbohydrazide, N2-(3-phenyl-2-p
111.0
P o i
15.00 15.50
5000 m/z 159.05 27.94%
39.0
83.0 H
1450 1790 2120 2560
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #6820: Isocytosine
111.0 15. OO 15 50
m/z 147.00  24.72%
5000 43.0
83.0
mwHHN‘m:_‘l‘”_‘H_‘1‘_HwHH_Hwwwwwww
m/z--> 20 40 60 80 100120140160 180200 220240260 15. 00 15 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112723\
Data File : VU@56611.D

Acq On : 27 Nov 2023 12:04
Operator : MD/SY

Sample : 05527-01

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 24 Naphthalene, 2-ethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.180 0.79 ug/L 151795 1,4-Dichlorobenzene-d4 11.808
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 94
2 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 93
3 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 91
4 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 87
5 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 87
Abundance Scan 4631 (16.181 min): VU056611.D\data.ms (-4622) (- m/z 141.00 100.00%
141.0
5000 J\\ M
1600 1650
63.0 d , : :
ok 1929 | “p”wjﬂ?:l‘zf’?'? 28l n/z 156.10  41.28%
miz--> 50 100 150 200 250
Abundance #33124: Naphthalene, 2-ethyl-
141.0 Jk
5000 USRS A\ ‘
16.00 16.50
m/z 114.95  20.23%
T \39‘\0"‘ \“7\?‘-\0\ T \‘\““\ “ ‘HM“ L I B B B B B B
m/z--> 50 100 150 200 250
Abundance #33127: Naphthalene, 1-ethyl-
141.0
—" —
16.00 16.50
5000 m/z 162.00 14.62%
27.0 ‘6370 ‘102'4‘ il
e e
m/z--> 50 100 150 200 250 A
Abundance #33122: Naphthalene, 1-ethyl- Copee /h‘
141.0 16.00 16.50
m/z 146.95  12.25%
5000
L h‘o\‘ ’\\ ‘\‘w ‘Mh‘ %0‘\2‘ L \\‘\‘ \“ ‘\HM‘ —— ”VT\N‘V"\M‘MAW‘ —
m/z--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112723\
Data File : VU@56611.D

Acq On : 27 Nov 2023 12:04
Operator : MD/SY

Sample : 05527-01

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 25 Naphthalene, 2,3-dimethyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
16.608 0.59 ug/L 113127 1,4-Dichlorobenzene-d4 11.808
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
2 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 95

Abundance Scan 4764 (16.608 min): VU056611.D\data.ms (-4752) (- m/z 141.05 100.00%
141.1
5000 ﬁ&
Pt e
75.9 J | m 16.50 17.00
A39 00 108 [l 1981 2820 .5 956,00 89.17%
miz--> 50 100 150 200 250
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0 j\
5000 T 'A T T T /\\ T f /\\
16.50 17.00
m/z 155.00 22.93%
76.0
T \‘\39‘\.(1“\““}““‘\ sl l“lwo"(\)““! “ ‘M\ L B s B B
miz--> 50 100 150 200 250
Abundance #33136: Naphthalene, 1,4-dimethyl-
156.0
16.50 17.00
5000 m/z 115.00 22.69%
115.0
77.0
< DUV N W I I A
miz--> 50 100 150 200 250 J\
Abundance #33149: Naphthalene, 2,3-dimethyl- e R
156.0 16.50 17.00
m/z 128.00 17.68%
5000
6.0 115.0
39.0 :
o i‘ ‘wh“nH\‘ — ““ “‘\‘ H ‘\H\‘ — — i ‘/\M/W‘A/\n‘ :
m/z--> 50 100 150 200 250 16.50 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112723\
Data File : VU@56611.D

Acq On : 27 Nov 2023 12:04
Operator : MD/SY

Sample : 05527-01

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 26 Hexa-2,4-diyn-1-ylbenzene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.090 5.50 ug/L 1052670  1,4-Dichlorobenzene-d4 11.808
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 96
2 Acenaphthene 154 C12H1e 000083-32-9 90
3 Acenaphthene 154 C12H10 000083-32-9 89
4 Acenaphthene 154 C12H10 000083-32-9 74
5 Hexa-2,4-diyn-1-ylbenzene 154 C12H1e 000520-74-1 58
Abundance Scan 4914 (17.090 min): VU056611.D\data.ms (-4902) (- m/z 153.00 100.00%
158.0
5000
76.0
RN \
39.0 ‘ 17.00
0 L 2159 2069 2666 . 154.00  90.77%
miz--> 50 100 150 200 250
Abundance #31486: Acenaphthene
153.0
5000 —
76.0 17.00
m/z 152.00  58.60%

T T \39‘\'0“ \‘L T L T “]-J-\S.\q‘\ T m T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #31488: Acenaphthene
154.0

T \
17.00
5000 m/z 76.00 26.84%
76.0
B I e I
m/z--> 50 100 150 200 250
Abundance #31487: Acenaphthene — :
154.0 17.00

m/z 151.00 19.61%

5000
76.0
39.0‘ \h H“ L \‘115.9 M T T T ‘ T T T T ‘ T T T . ‘

m/z--> 50 100 150 200 250 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112723\
Data File : VU@56611.D

Acqg On : 27 Nov 2023 12:04
Operator : MD/SY

Sample : 05527-01

Misc : 25mL/MSVOA_U/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, 1,4-di... 11.640 0.7 ug/L 125800 3 11.808 956919 5.0
Benzene, 1,2-di... 12.297 0.9 ug/L 177514 3 11.808 956919 5.0
Benzene, 1l-ethe... 12.676 1.2 ug/L 232008 3 11.808 956919 5.0
Benzofuran, 2-m... 12.920 0.7 ug/L 133983 3 11.808 956919 5.0
Benzofuran, 7-m... 13.020 0.6 ug/L 114004 3 11.808 956919 5.0
1H-Indene, 1-me... 13.518 1.1 ug/L 200549 3 11.808 956919 5.0
2-Methylindene 13.621 1.2 ug/L 231863 3 11.808 956919 5.0
Benzene, (1,2-d... 13.782 0.9 ug/L 172737 3 11.808 956919 5.0
Benzene, 1,3,5-... 13.952 1.1 ug/L 200067 3 11.808 956919 5.0
1H-Benzimidazol... 14.055 1.2 wug/L 233138 3 11.808 956919 5.0
2,3-Dimethyl-1H... 14.104 0.9 ug/L 169261 3 11.808 956919 5.0
1H-Inden-1-one,... 14.181 0.7 ug/L 133313 3 11.808 956919 5.0
2-Propenal, 2-m... 14.239 1.0 ug/L 190573 3 11.808 956919 5.0
Benzene, 1-meth... 14.335 0.5 ug/L 101499 3 11.808 956919 5.0
Benzofuran, 4,7... 14.538 0.7 ug/L 135931 3 11.808 956919 5.0
1H-Indene, 1,1-... 14.676 0.6 ug/L 111816 3 11.808 956919 5.0
Benzene, pentam... 14.801 1.5 ug/L 279684 3 11.808 956919 5.0
Benzo[b]thiophe... 14.875 0.8 ug/L 152583 3 11.808 956919 5.0
3-Penten-2-one,... 15.136 0.8 ug/L 145894 3 11.808 956919 5.0
Naphthalene, 1,... 15.190 0.7 ug/L 131938 3 11.808 956919 5.0
Benzene, 1-(1-m... 15.258 0.7 ug/L 128247 3 11.808 956919 5.0
unknown-01 15.402 2.5 ug/L 471452 3 11.808 956919 5.0
Naphthalene, 2-... 16.180 0.8 ug/L 151795 3 11.808 956919 5.0
Naphthalene, 2,... 16.608 0.6 ug/L 113127 3 11.808 956919 5.0
Hexa-2,4-diyn-1... 17.090 5.5 ug/L 1052670 3 11.808 956919 5.0
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